Key indicators: single-crystal X-ray study; T = 98 K; mean (C-C) = 0.002 Å; R factor = 0.047; wR factor = 0.114; data-to-parameter ratio = 18.6.
In the title compound, C 20 H 22 N 2 O 3 S, the oxazoline ring is planar (r.m.s. deviation = 0.045 Å ) and forms dihedral angles of 47.24 (8) and 10.11 (8) with the S-and C-bound phenyl rings, respectively. The nitro group lies to the same side of the molecule as the oxazoline ring but is orientated so as not to interact with the ring. Linear supramolecular chains along [010] are formed via C-HÁ Á ÁO and C-HÁ Á ÁS contacts. Chains are consolidated into a three-dimensional architecture by C-HÁ Á Á and van der Waals interactions.
Related literature
For background on the biological activities of Rolipram, see: de Visser et al. (2008) . For the synthesis of the title compound, see Villar (2008) Table 1 Hydrogen-bond geometry (Å , ).
Cg2 and Cg3 are the centroids of the C7-C12 and C15-C20 rings, respectively. Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 2; (ii) x; y þ 1; z; (iii) Àx; y À 1 2 ; Àz þ 1 2 ; (iv) Àx þ 1; y þ 1 2 ; Àz þ 1 2 .
Data collection: CrystalClear (Molecular Structure Corporation & Rigaku, 2005); cell refinement: CrystalClear; data reduction: Crys-talClear; program(s) used to solve structure: SIR92 (Altomare et al., 1999); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997), DIAMOND (Brandenburg, 2006) and MarvinSketch (ChemAxon, 2009); software used to prepare material for publication: publCIF (Westrip, 2010). (Rolipram), a phosphodiesterase-4 inhibitor which has been shown to have anti-inflammatory properties (de Visser et al., 2008) , the title compound, (I), was obtained during a systematic study of the addition reaction of oxazolines to nitroestyrene (Villar, 2008; Oliveira et al. 2007 ). The crystals were crystallographically characterized and the results are now reported herein.
4,4-Dimethyl
In (I), Fig. 1 , the oxazoline ring is planar (r.m.s. deviation = 0.045 Å) with the maximum deviations being 0.036 (2) Å for the C3 atom and -0.038 (2) Å for the C4 atom. The five-membered ring and the S-bound phenyl ring (C7-C12) are proximate and make a dihedral angle of 47.24 (8)°. The dihedral angles formed by these rings and the C-bound phenyl ring (C15-C20) are 10.11 (8) and 57.13 (8)°, respectively. The nitro group lies to the same side of the molecule as the oxazoline ring but is orientated away from the ring.
In the crystal packing, inversion related molecules are linked via C14-H14B···O3 contacts with the resultant dimeric aggregates connected into a linear supramolecular chain along [010] via C20-H20···S1 contacts, Fig. 2 and Table 1 .
Chains are consolidated in the three-dimensional packing by C-H···π and van der Waals interactions, Fig. 3 and Table 1 .
Experimental
The detailed synthesis of the title compound is described in a Ph.D. thesis (Villar, 2008) 01; 136.34; 133.75; 132.43; 129.08; 128.91; 128.55; 128.39; 127.93; 79.44; 77.22; 67.44; 49.93; 45.85; 28.04. Analysis found: C 64.83, H 5.97, N 7.61, S 8.85%. C 20 H 22 N 2 O 3 S requires: C 64.84, H 5.99, N 7.56, S 8.65%.
Refinement
The H atoms were geometrically placed (C-H = 0.95-1.00 Å) and refined as riding with U iso (H) = 1.2U eq (C) and U iso (H) = 1.5U eq (methyl-C). MarvinSketch (ChemAxon, 2009) ; software used to prepare material for publication: publCIF (Westrip, 2010).
Computing details

Figure 1
The molecular structure of compound (I) showing atom labelling scheme and displacement ellipsoids at the 50% probability level (arbitrary spheres for the H atoms). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figure 2
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.19877 (2) 0.17504 (7) (7) 0.0163 (6) 0.0023 (5) 0.0066 (5) 0.0009 (5) C2 0.0151 (6) 0.0206 (7) 0.0169 (6) 0.0001 (5) 0.0047 (5) 0.0014 (5) C3 0.0301 (8) 0.0326 (9) 0.0223 (7) 0.0010 (7) 0.0135 (6) 0.0094 (7) 0.0261 (7) 0.0230 (7) 0.0200 (7) 0.0048 (6) 0.0099 (6) −0.0001 (6) C13 0.0156 (6) 0.0238 (7) 0.0175 (6) 0.0032 (5) 0.0074 (5) 0.0034 (5) C14 0.0177 (7) 0.0307 (8) 0.0190 (7) −0.0012 (6) 0.0076 (5) 0.0011 (6) sup-6 . E68, o1225-o1226 C15 0.0149 (6) 0.0226 (7) 0.0180 (6) −0.0001 (5) 0.0073 (5) 0.0022 (5) C16 0.0211 (7) 0.0238 (7) 0.0250 (7) 0.0026 (6) 0.0108 (6) 0.0015 (6) C17 0.0245 (7) 0.0311 (8) 0.0247 (8) −0.0004 (6) 0.0133 (6) −0.0044 (6) C18 0.0221 (7) 0.0373 (9) 0.0168 (6) −0.0059 (6) 0.0071 (6) −0.0012 (6) C19 0.0238 (7) 0.0295 (8) 0.0193 (7) 0.0002 (6) 0.0051 (6) 0.0059 (6) C20 0.0229 (7) 0.0247 (8) 0.0199 (7) 0.0038 (6) 0.0086 (6) 0.0023 (6) Geometric parameters (Å, º) S1-C7 1.7837 (15) C8-C9 1.391 (2) S1-C1 (2) C15-C20 1.393 (2) C4-C5 1.527 (2) C16-C17 1.397 (2) C5-H5A 0.9800 C16-H16 0.9500 C5-H5B 0.9800 C17-C18 1.387 (2) C5-H5C 0.9800 C17-H17 0.9500 C6-H6A 0.9800 C18-C19 1.389 (2) C6-H6B 0.9800 C18-H18 0.9500 C6-H6C 0.9800 C19-C20 1.393 (2) C7-C8 1.392 (2) C19-H19 0.9500 C7-C12 1.394 (2) C20-H20 0.9500
